FT IR, FT-Raman spectra and chemical computations of herbicide 2-phenoxy propionic acid--a DFT approach.
FT IR and FT Raman spectra of herbicidal molecule 2-phenoxy propionic acid have been recorded and analyzed with the aid of normal coordinate analysis and DFT methods. Stability of the molecule arising from hyperconjugative interactions has been probed using NBO analysis. Predicted electronic absorption spectrum from TD-DFT calculation has been compared with the UV-vis spectrum. HOMO-LUMO, Mulliken population analysis and atomic charges, thermodynamic calculation and aromaticity were also calculated. From the PES scan the most stable geometry has been determined. ESP has been mapped over the electron density to obtain information about the size, shape, charge density distribution and chemical reactivity of the molecule.